Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.009 Å; R factor = 0.063; wR factor = 0.147; data-to-parameter ratio = 15.0.
Related literature
For the crystal structure of the starting material, see : De Ridder et al. (1990) . For the next synthesis step for the title compound (aryl halide to phenol), see: Tlili et al. (2009) (Burnett & Johnson, 1996) ; software used to prepare material for publication: SHELXTL.
6-acetyl-1,1,2,4,4,7-hexamethyltetraline (AHTN) and 1, 3, 4, 6, 7, 6, 6, 7, 8, are the predominant representatives of polycyclic musks (Fig. 1) . They are widely used fragrances in cosmetics, perfumes, and cleaning products. Produced in ton-scale, they can be found in many different environmental compartments, e.g. surface water (Heberer, 2003) . Recently, our group investigated anthropogenic transformation pathways of AHTN and HHCB (Kuhlich, Göstl et al., 2011) Our group examined the microsomal conversion of AHTN by human liver microsomes and found three possible metabolites. A various number of conceivable metabolites were synthesized to get references in retention times and fragmentation patterns in comparison to the achieved compounds from incubation using human liver microsomes. A modified protocol for microsomal conversion using rat liver can be found in the literature (Esslinger et al., 2011) .
The compound crystallizes in the monoclinic space group C2/c. The molecular structure of the compound and the atomlabeling scheme are displayed in Fig. 2 . Four independent molecules can be found in the asymmetric unit. Two of them (molecule A and D) show a slight disorder which can be deduced from the shape of the ellipsoides. A general puckering analysis of the non-aromatic ring according to Cremer and Pople (Cremer & Pople, 1975) Three of the four bromine atoms form C-Br···Br-C halogen bonds to adjacent molecules along the [0 0 1] direction (see dashed green bonds in Fig. 3 ). Between two of the bromine atoms (Br2, Br3) a type I halogen interactions can be observed (Pedireddi et al., 1994) . These halogen···halogen contacts C-X···X-C are defined as type I if the C-X···X angle α1 is equal or nearly equal to the X···X-C angle α2 and close to 180° (α1,2=140.65°, d Br-Br =3.662 (2) A). Type I contacts arise as a result of close packing about an inversion center. The other bromine atoms (Br1, Br4) are engaged in type II halogen···halogen contacts, where α1 is equal or nearly equal to 180° and α2 is equal or nearly equal to 90° (α1=168.04°, α2= 85.54°, d Br-Br =3.652 (2) A).
Experimental
A solution of AHTN (5.17 g, 20 mmol) in 20 ml chloroform was cooled to 273 K in a 50 ml brown and round bottom flask. Over a time period of 72 h, each day 20 mg of dibromoisocyanuric acid and 2 ml of anhydrous sulfuric acid were added. The reaction mixture was quenched by carefully adding it to 50 ml of brine. The mixture was extracted with dichloromethane (3 x 30 ml). The organic extracts were combined, dried over anhydrous sodium sulfate and filtered. After evaporation of the solvent under vacuum, the residue was cleaned by column chromatography (silica gel; dichloromethane). The brown oil dissolved in methanol gave brown crystals overnight (0.8 g, 2.4 mmol, yield: 12% 0, 149.3, 147.9, 141.1, 136.0, 130.6, 127.2, 43.7, 41.6, 39.4, 36.9, 33.8, 32.3, 30.8, 27.7, 22.3, 19.2, and 17.7 
Refinement
All H-atoms were positioned geometrically and refined using a riding model with d(C-H) = 0.93 Å, U iso =1.2U eq (C) for aromatic 0.98 Å, U iso = 1.2U eq (C) for CH, and 0.97 Å, U iso = 1.2U eq (C) for CH 2 . 
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